Quantum Cluster Equilibrium Theory: Carbonic Acid in the Gas and the Solid Phase by Ludwig, R.
John von Neumann Institute for Computing
Quantum Cluster Equilibrium Theory: Carbonic
Acid in the Gas and the Solid Phase
R. Ludwig
published in
Modern Methods and Algorithms of Quantum Chemistry,
J. Grotendorst (Ed.), John von Neumann Institute for Computing,
Ju¨lich, NIC Series, Vol. 2, ISBN 3-00-005746-3, p. 10, 2000.
c© 2000 by John von Neumann Institute for Computing
Permission to make digital or hard copies of portions of this work for
personal or classroom use is granted provided that the copies are not
made or distributed for profit or commercial advantage and that copies
bear this notice and the full citation on the first page. To copy otherwise
requires prior specific permission by the publisher mentioned above.
http://www.fz-juelich.de/nic-series/
 	
 fffffiflff
 ffi !"	#%$
&'fi(!)ff+*-,.*/ff0 ff  1.&20 	 3!)+ff0 45
687:9";<=?>A@
BCEDGFIHKJMLONPHQFSRTCU(V)CUXW?HQUOYZ\[	H^]EU`_aFSH^bMcLdbegfh_SbaWji	[	klYGemonpnqpqGrsegfh_SbaWji	[	klY
t
U`_IWuLO[ED
vwyx{z}|~w~}w+w+Ł~|Tl|x{}T ~a~+{MT}|a+||xu|}wy~{|a|x~a}wa}w+"|x~x
w++wyŁ~\x{++wyw+}wys|gw+yTT}| +|¡|~{x¢x~||~£¤}\~}wy|g|x{Ta~|}¥}gay~wy{| +|)~|x
yT)zMT}p¦¨§£z~{|y}©y«ª¢Tww¬~gaP¦®­°¯+±²w+w³a}wg~{jx{}}|"w}´w++}}w+x{w³+{MT}|
y|?l|~}TX~¤}w+yT)zMTx|~|T?|~{µhu}|¶X|}wsa}u¨a~{w+y¦¨·¸}|xx~}Xu+T´z}{¹ws~{}w
x~}||~£¤º	ŁxA»£z}}x{w+{MT}|y|p¦M·¸}w&azMT/z}{wyx{x}{w¥w+x~|¡a~{w+xl«wy{w¼yT}x{|x~{w+Ł~l|~{
wy½`||}{|}¾"|¶`~}w¡ºl"T})wy{xa}µ}|"w+x+¿+T"z{}w"~{~a~&º¸º^T)|¡y|p¦¿§£%~|x
²T{)«wÀ}x{w®~{}w:{w+yw+Ł~}w¬Tw+TzMw+Á½`}Ł~}Ây}x~w+lwy½`||}{|}2ÃPÄ:Å¨Æ'Ç«~}wyTÈ­ÊÉXÌËa±Ía~¸~{}w
Î/ªÐÏ	ÑaÒI»AË¯¹ÓÀÔ&Õ}ua~)~}wgÖ¨ËT×ŁØ:Ù'ÑÒI»£Ë¯SÓ:ÔÕw¬Tw+¢º~{}w+Tj~%+y}©a~{wÁ~{}wgwy½}||}|}
y}x~w+¡zhTz}©a~{|Tjº^T"h}|g+|Ú|Û~}wTxÚ~}wgx{T|Üz}xw¦¨·¸}w\a||~£µº®~{}w
w+x{~|}Ä:Å¨Æ."Xw+¡|x³~wyx~{w+ÝŁ +T"z|xT5l|~{ w¬¶XzMw+{|)wyŁ~¡~{}w+)``"|Ú}
xzhwyy~Tx{yTz}|ÞI~¦
­°¯+± ß8¦ªÐwdà¼¦áÎ:¦×E|wy}Pâ&¦ª¢}{}aw+ydÆl¦Mã\¹w+yOä`+|wy}+w&åhæ}çEO¯¹ËTËŁÉ¤Ã¯èTèTéŁÇo¦
­ÊÉI± Ï«¦ß(w+|}TOê¦MÅ«}wy\¦dÙ	Ł`x+¦ë`ìMçpËTÒTíÁÃA¯¹èTèTéTÇ¬¦
­îËa± ÎÀ¦×E}Xl|}Ï²¦}ß³wy|}}pX·®¦ïÅÐ¦MÏd{{+Ö«w+y¦dÖ«}}xw+}w+x+¦hÙ	ŁXxy¦hÅ«}w+Á¦ÍëìhåpE¯¹èTíÁÃA¯¹èTèTéTÇ¬ð
ë`ìMåpdÉñTòÁÃA¯¹èTèTéTÇ¬¦
­ôó± ÎÀ¦×E}Xl|}Ï²¦}ß³wy|}}pX·®¦ïÅÐ¦MÏd{{+}ã\TQ¦Ù	`xy¦pçhæh}óŁÒŁò¤ÃA¯¹èTèTèŁÇoðdçhæh}óíèÁÃ¯èTèTèŁÇo¦
